Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.048; wR factor = 0.146; data-to-parameter ratio = 14.6.
In the title ester derivative, C 28 H 29 NO 6 Á0.5H 2 O, the 1,4-dihydropyridine ring has a flattened boat conformation. The mean plane is almost perpendicular to the attached benzene ring, making a dihedral angle of 86.87 (9) . The terminal phenyl ring is inclined to the central benzene ring by 67.56 (12) . In the crystal, molecules are bridged via O-HÁ Á ÁO hydrogen bonds involving the partially occupied water molecule, and this arrangement is strengthened by a pair of N-HÁ Á ÁO hydrogen bonds and C-HÁ Á ÁO interactions. The ethyl atoms of one of the ethyl ester groups are disordered over two sites with an occupancy ratio of 0.716 (5):0.284 (5).
Related literature
For the biological activity of ester derivatives, see: Bi et al. Table 1 Hydrogen-bond geometry (Å , ). title compound was synthesized and we report herein on its crystal structure.
In the title molecule ( Fig. 1 ) the 1,4-dihydropyridine ring (N1/C16-C20) mean plane is almost perpendicular to the attached benzene ring (C10-C15), with a dihedral angle of 86.87 (9)°. This central benzene ring makes a dihedral angle of 67.56 (12)° with the terminal phenyl ring (C1-C6).
In the crystal, molecules are linked via O-H···O hydrogen bonds involving the water molecule, and this arrangement is strengthened by a pair of N-H···O hydrogen bonds and C-H···O interactions ( Fig. 2 and Table 1 ).
Experimental
A mixture of 3-phenyl-acrylic acid 4-formyl-phenyl ester (0.01 mol), ethyl acetoacetate (0.02 mol), and ammonium acetate (0.03 mol) in ethanol (30 ml) was refluxed for 8 h. After the reaction had completed, the mixture was quenched with an excess of water. The solid precipitated which separated was dried and recrystallized from ethanol, giving colourless block-like crystals.
Refinement
The CH 3 -CH 2 -atoms of one of the ethylester groups (C27 and C28) are disordered over two sites with an occupancy ratio of 0.716 (5):0.284 (5). The NH H atom was located in a difference Fourier map and refined with U iso (H) = 1.2U eq (N). The C-bound H atoms were positioned geometrically and constrained to ride on their parent atom: C-H = 0.93, 0.98, 0.97 and 0.96 Å for aromatic, methine, methylene and methyl H atoms, respectively, with U iso (H) = 1.5U eq (C) for methyl H atoms and = 1.2U eq (C) for other H atoms. An isolated half water molecule (O1W) was refined isotropically with an occupancy of 0.5. 
Computing details
R int = 0.027 θ max = 26.0°, θ min = 2.3°h = −31→21 k = −10→10 l = −28→27
